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Experimental
Crystal data supplementary materials . E68, o2308 [doi:10.1107/S1600536812029224] 1-Benzyl-2-dimethylamino-3-methyl-3,4,5,6-tetrahydropyrimidin-1-ium bromide
Ioannis Tiritiris and Willi Kantlehner Comment
Since we have established a simple method for synthesizing the cyclic guanidine 1-methyl-2-dimethylamino-1,4,5,6-tetrahydropyrimidine (Tiritiris & Kantlehner, 2013) from N,N,N′,N′-tetramethylchloroformamidinium chloride (Tiritiris & Kantlehner, 2008) and N-methyl-propane-1,3-diamine, the synthesis and characterization of related ionic tetrahydropyrimidinium derivatives, which are potentially pharmacologically active, was an aim of our investigations. The reaction of the free guanidine base with ethyl bromoacetate has been recently described by us and the resulting bromide was converted by anion exchange to the tetraphenylborate salt giving single crystals suitable for X-ray structure analysis (Tiritiris & Kantlehner, 2012) . By alkylation of the free nitrogen position of the molecule with alkyl halides, it is possible to obtain guanidinium salts with a different substitution pattern, which one representative is the here presented title compound. According to the structure analysis, isolated guanidinium ions and bromide ions are present and no specific interactions between them have been observed. Prominent bond parameters in the guanidinium ion are: C1-N1 = (Fig. 1) . The carbon atom C6 is not in the ring plane, the angle between the planes N3/C1/N1 and C5/C6/C7 is 55.0 (3)°. This value is slightly larger compared with that one determined for the guanidinium ion in 2-dimethylamino-1-(2-ethoxy-2-oxoethyl)-3-methyl-3,4,5,6-tetrahydropyrimidin-1-ium tetraphenylborate (Tiritiris & Kantlehner, 2012) . The dihedral angle between the planes C1/N1/C7 and C10/C9/C14 is 66.5 (3)°, which shows a significant twisting of the phenyl ring relative to the tetrahydropyrimidine ring.
Experimental
The title compound has been obtained by reacting equimolar amounts of 1-methyl-2-dimethylamino-1,4,5,6-tetrahydropyrimidine and benzyl bromide in acetonitrile at room temperature for two hours. After evaporation of the solvent the crude 2-dimethylamino-1-benzyl-3-methyl-3,4,5,6-tetrahydropyrimidin-1-ium bromide was washed with diethylether and dried in vacuo. Single crystals have been obtained by recrystallization from a saturated acetonitrile solution.
Refinement
The hydrogen atoms of the methyl groups were allowed to rotate with a fixed angle around the C-N bond to best fit the experimental electron density, with U(H) set to 1.5 U eq (C) and d(C-H) = 0.96 Å. The remaining H atoms were placed in ring). They were included in the refinement in the riding model approximation, with U(H) set to 1.2 U eq (C). 
Computing details

Figure 1
The structure of the title compound with atom labels and 50% probability displacement ellipsoids. All hydrogen atoms were omitted for clarity. 
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